Table S9: Projections of simulations onto 2D-surface using two PC1 modes from unperturbed unbound and
bound states. Unbound (green) and bound (brown) states are plotted on the same surface for comparison.
Index indicates the residue being held rigid.
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Table S9: Projections of simulations onto 2D-surface using two PC1 modes from unperturbed unbound and
bound states. Unbound (green) and bound (brown) states are plotted on the same surface for comparison.
Index indicates the residue being held rigid.
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Table S9: Projections of simulations onto 2D-surface using two PC1 modes from unperturbed unbound and
bound states. Unbound (green) and bound (brown) states are plotted on the same surface for comparison.
Index indicates the residue being held rigid.

Residue Projection Residue Projection

08| ey

2 oq 16 2 o4
g H 1
41 2o 42 2o
g 2 g
2
00 ool ---- AN
Ls Ls
-02 -02
H = H =
68 06 04 02 00 02 68 06 04 02 00 02
PCL_unbound PC1_unbound
% -
08
s fhs
06
15
2 o4 0 ®
g H 2
43 2o 44 E]
g 15 g
3
00
Lo Hs
02
H Us H U3
68 06 04 02 00 02 68 06 04 02 00 02
FC_unbound FC1_unbound
. s s
0.8 H 0.8
» s 150
06 . 5 06
= 125
2 o4 L { 12 2 o4
2 S i 6 k] 100
45 LW 4 LI
g o g
15
oof--- 00
d 5.0
-02 -02
" Us " s
68 06 04 02 00 02 68 06 04 02 00 02
Rl unbound Rl unbound
- -

08| i 08| i
s (F 2
05 08 \:
- e T 10

2 04 20 2 04
47 B 48 B ¥
g o " g o
s
00 00
0 A
-0z -0
" Us " U2
68 o6 o4 62 00 03 =5 06 04 0z 0o 0z
Pl unbound Pl unbound
. - . e
08| H 08| %
— 30 = 36
of <\‘,§ o
. . H
b ; 25 ! 0
2 04 2 04 - :
49 g 20 50 g 2
o o2 o o2
2 2
15 s
00| SERRRRE—— 09
0 2
-0 -0
" Us " e
=5 06 04 o2 0o 0z =5 =06 04 o2 oo oz
P unbound Pl unbound
2 . -
08| 08| H
20 0
05 Iy
=
2 04 16 2 04
g 5 H 2
51 2o 2 2o
g 2 g
s
09 09
s Lo
02 02
N Ls H Us
=5 06 04 o2 oo 02 =5 =06 04 o2 oo 02
R unbound R unbound
. 0 . 2
0.8 H 0.8 H
. " 10
P 15
T 04 o 0 T 04
H 5 H 2
53 T i 4 .
(o) .
0.0}~~~ :) rrrrrrrr 0.0
Lo He
02 02
H Us H U3
=8 =06 04 62 0o 02 =8 =06 04 62 0o 02
R unbound R unbound




Table S9: Projections of simulations onto 2D-surface using two PC1 modes from unperturbed unbound and
bound states. Unbound (green) and bound (brown) states are plotted on the same surface for comparison.
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bound states. Unbound (green) and bound (brown) states are plotted on the same surface for comparison.
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Table S9: Projections of simulations onto 2D-surface using two PC1 modes from unperturbed unbound and
bound states. Unbound (green) and bound (brown) states are plotted on the same surface for comparison.
Index indicates the residue being held rigid.
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